.
Absorption spectra of 7b recorded in different solvents. S2 Figure S2 .
Absorption spectra of 7c recorded in different solvents. S3 Figure S3 .
Absorption spectra of 7b recorded in THF before and after addition of TFA or TEA.
S3

Figure S4.
Absorption spectra of 7c recorded in THF before and after addition of TFA or TEA.
S4
Figure S5.
Absorption spectra of the intermediates 4, 6 and 12 recorded in THF. S4 Figure S6 .
Absorption spectra of the intermediates 5, 11 and 13 recorded in THF. S5 Figure S7 .
Emission spectra of the intermediates 4, 6 and 12 recorded in THF. S5 Figure S8 .
Emission spectra of the intermediates 5, 11 and 13 recorded in THF. S6 Figure S9 .
1 H NMR spectra of 2 recorded in DMSO-d 6 . S7 Figure S10 . 13 C NMR spectra of 2 recorded in DMSO-d 6 . S8 Figure S11 .
1 H NMR spectra of 3 recorded in CDCl 3 . S9 Figure S12 . 13 C NMR spectra of 3 recorded in DMSO-d 6 . S10 Figure S13 .
1 H NMR spectra of 4 recorded in CDCl 3 . S11 Figure S14 . 13 C NMR spectra of 4 recorded in CDCl 3 . S12 Figure S15 .
1 H NMR spectra of 5 recorded in CDCl 3 . S13 Figure S16 . 13 C NMR spectra of 5 recorded in CDCl 3 . S14 Figure S17 .
1 H NMR spectra of 6 recorded in DMSO-d 6 . S15 Figure S18 . 13 C NMR spectra of 6 recorded in CDCl 3 . S16 Figure S19 .
1 H NMR spectra of 8 recorded in DMSO-d 6 . S17 Figure S20 . 13 C NMR spectra of 8 recorded in DMSO-d 6 . S18 Figure S21 .
1 H NMR spectra of 9 recorded in CDCl 3 . S19 Figure S22 . 13 C NMR spectra of 9 recorded in CDCl 3 S20 Figure S23 .
1 H NMR spectra of 10 recorded in CDCl 3 . S21 Figure S24 . 13 C NMR spectra of 10 recorded in CDCl 3 . S22 Figure S25 .
1 H NMR spectra of 11 recorded in CDCl 3 . S23
S2
Figure S26.
13
C NMR spectra of 11 recorded in CDCl 3 S24 Figure S27 .
1 H NMR spectra of 12 recorded in DMSO-d 6 . S25 Figure S28 . 13 C NMR spectra of 12 recorded in DMSO-d 6 . S26 Figure S29 .
1 H NMR spectra of 13 recorded in CDCl 3 . S27 Figure S30 .
C NMR spectra of 13 recorded in CDCl 3 . S28 Figure S31 .
1 H NMR spectra of 7a recorded in DMSO-d 6 . S29 Figure S32 .
C NMR spectra of 7a recorded in DMSO-d 6 . S30 Figure S33 .
1 H NMR spectra of 7b recorded in DMSO-d 6 . S31 Figure S34 .
C NMR spectra of 7b recorded in DMSO-d 6 . S32 Figure S35 .
1 H NMR spectra of 7c recorded in DMSO-d 6 . S33 Figure S36 .
C NMR spectra of 7c recorded in DMSO-d 6 . S34
Computational and structure determination details S35 Table S1 Crystal data and structure refinement for 6. Figure S37 . Molecular structure of 6 (40% thermal ellipsoids). S37 Figure S38 . Emission spectra of the dyes recorded in (a) THF and (b) toluene. S38 Figure S39 Calculated interplanar angles between various aromatic segments in the dyes. Table S2 . Cartesian coordinates for the optimized structure of 7a S39-S41 Table S3 .
S36
S38
Cartesian coordinates for the optimized structure of 7b S43-S44 Table S4 .
Cartesian coordinates for the optimized structure of 7c S44-S47 Figure 40 .
Correlation between Stokes shift and ET(30) parameter for dye 7b. S48 Derived from: 10_GB-1-189_Carbon-1- Parr's correlational functional (B3LYP) using 6-31G(D, P) basis set on all atoms. The default parameters for the convergence criteria were used. Vibrational analyses on the optimized structures were performed to confirm the structure. No negative frequency vibrations were observed for the optimized geometries. The excitation energies and oscillator strengths for the lowest 10 singlet transitions for the optimized geometry in the ground state were obtained by TD-DFT calculations using the same basis set.
S25
X-ray Crystal Structure Determination.
Crystals of the compounds 6 suitable for X-ray data collection were grown from dichloromethane/hexane mixture. X-ray data of 6 was collected on a CCD diffractometer using Mo Kα (λ=0.71073). The data were corrected for Lorentz and polarization effects. A total of 29055 reflections were measured out of which 8174 were independent and 2383 were observed [I>2 (I)] for maximum theta 28.341 at room temperature.
The structures were solved by direct methods using SHELXS-97 and refined by full-matrix least squares refinement methods based on F 2 , using SHELXL-2014/7. All non-hydrogen atoms were refined anisotropically. All hydrogen atoms were fixed geometrically with their U iso values 1.2 times of the phenylene and methylene carbons and 1.5 times of the methyl carbons. All calculations were performed using Bruker SHELXTL package. A final refinement of 410 parameters gave R 1 = 0.0534, wR 2 = 0.1326 for the observed data and R 1 = 0.2493, wR 2 = 0.2249 for all data. Figure S40 . Correlation between Stokes shift and ET(30) parameter for dye 7b.
